The molecule of the title compound, C 17 H 10 N 4 O, has crystallographically imposed C 2 symmetry. The urea group and the benzene ring are nearly coplanar, the dihedral angle between them being 4.15 (7) . The crystal packing is stabilized by aromatic -stacking interactions, with a centroid-tocentroid separation of 3.833 (4) Å .
Related literature
For a general background on the use of nitriles as starting materials, see : Íkizler & Sancak (1992) . For the products of the condensation of urea with alkynes, see: Martínez-García et al. (2004) .
Experimental
Crystal data the crystal structure of the title compound, which was obtained by the reaction of urea with 4-cyanobenzaldehyde in acetic acid with ammonium chloride as a catalyzer.
The molecule of the title compound ( Fig. 1 ) possesses a crystallographically imposed C 2 symmetry, with atoms C1 and O1 located on a two-fold axis. The urea group and the aromatic rings are nearly coplanar, forming a dihedral angle of 4.15 (7)°.
In the crystal packing, molecules are linked along the a axis by aromatic π-π stacking interactions, with centroid-to-centroid separations of 3.833 (4) Å, perpendicular interplanar distances of 3.474 (4) Å and centroid-centroid offsets of 1.620 (3) Å.
A mixture of 4-cyanobenzaldehyde (0.53 g, 4 mmol), urea (0.36 g, 6 mmol) and NH 4 Cl (0.10 g, 1.6 mmol) was heated with stirring at 100°C in 5 ml acetic acid for 5 h. After cooling, the reaction mixture was washed with cold water (3 × 50 ml) and the residue recrystallized from ethyl acetate/n-hexane (1:2 v/v) to afford the title compound (0.57 g, 50%). Single crystals suitable for X-ray structure analysis were obtained by the slow evaporation of an ethyl acetate solution in air.
Refinement
All H atoms were placed in calculated positions and refined using a riding model aproximation, with C-H = 0.93 Å and with U iso (H) = 1.2U eq (C).
Figures Fig. 1 . The molecular structure of the title compound, showing the atomic numbering scheme. Displacement ellipsoids are drawn at the 30% probability level. Unlabelled atoms are related to the labelled atoms by (-x, y, 1/2 -z).
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Special details
Geometry. All e.s.d.'s (except the e.s.d. in the dihedral angle between two l.s. planes) are estimated using the full covariance mat- 
